Quantum Chemical Calculations
Models for the Silicon Wafer Surface
Two models were chosen, a adamantine-like structure with one surface OH to represent the contact of intact silicon with the aqueous medium (a) and an octasesquisiloxane, reflecting surface oxidation to Si IV (b). The latter species was terminated with methyl groups to avoid energetic artefacts from intramolecular H-bridge formation.
Computation of pK a For the acid-base couple isobutyric acid / isobutyrate as reference (pK a =4.86 [8] ) which represents at the same time a model for polyacrylate, the following reaction was considered:
pK a values were then computed from: 
